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In the title compound, C30H22N2O7S2, the configuration about 
the propene C=C bond is E. The indole unit is essentially 
planar, with a maximum deviation of 0.031 (3) A. The dihedral 
angle between the planes of the phenyl rings of the two 
phenylsulfonyl groups is 80.95 (19)°. The central prop-2-ene- 
1-one group is oriented at a dihedral angle of 44.26 (11)° with 
respect to the nitrophenyl ring and at 39.24 (8)° with respect to 
the indole unit. The S atoms are in a distorted tetrahedral 
configuration. In the crystal, molecules are linked into 
centrosymmetric dimers via pairs of C— H- ■ O hydrogen 
bonds with an /?i(24) graph-set motif. The crystal structure is 
stabilized by further C— H- ■ O interactions. Short intra- 
molecular C— H- ■ O contacts result in several S(6) rings. 

Related literature 

For the biological activity of sulfonamides and their substi- 
tuted derivatives, see: Brown (1971). For related structures, 
see: Seetharaman & Rajan (1995); Varghese et al. (1986). For 
graph-set motifs, see: Bernstein et al. (1995). 




Monoclinic, P2^/n 
a = 7.9905 (2) A 
b = 22.2076 (6) A 
c = 15.7378 (4) A 
P = 102.913 (2)° 
V = 2722.04 (12) A 3 

Data collection 

Bruker Kappa APEXII CCD 

diffractometer 
32862 measured reflections 

Refinement 

R[F 2 > 2a(F 2 )] = 0.058 

wR(F 2 ) = 0.186 

S = 1.03 

6823 reflections 



Table 1 

Hydrogen-bond geometry (A, °). 



Mo Ka radiation 
li = 0.25 mm -1 
T = 293 K 

0.30 x 0.25 x 0.20 mm 



6823 independent reflections 
4782 reflections with / > 2a(I) 
R in , = 0.030 



370 parameters 

H-atom parameters constrained 
A/w = 1.01 e A~ 3 
Ap mi „ = -0.36 e A~ 3 



D-H-A 


D-H 


H-A 


D-A 


D-H-A 


C27-H27- ■ 02' 


0.93 


2.56 


3.221 (3) 


128 


C13-H13-01" 


0.93 


2.58 


3.275 (5) 


132 


C19-H19- ■ 04"' 


0.93 


2.58 


3.222 (4) 


126 


C2-H2- ■ 04 


0.93 


2.37 


2.946 (4) 


120 


C9-H9/1- ■ 03 


0.97 


2.21 


2.846 (3) 


122 


C9-H9B- ■ 05 


0.97 


2.37 


3.029 (3) 


125 


Symmetry codes: (i) — x 


+ 1, -y, -z; (ii) 


x + 1 -y - 


S-i,z + l;(iii)x+l,y, 


z. 



Experimental 

Crystal data 
C30H22N2O7S2 



M r = 586.62 



Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT 
(Bruker, 2008); data reduction: SAINT, program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX2 
(Dolomanov et al, 2009) and Mercury (Macrae et al., 2008); software 
used to prepare material for publication: SHELXL97 and PEA TON 
(Spek, 2009). 

SK and KS thank Dr Babu Varghese, Senior Scientific 
Officer, SAIF, IIT, Chennai, India, for the X-ray intensity data 
collection and Dr V. Murugan, Head of the Department of 
Physics, RKM Vivekananda College, for providing facilities in 
the department for carrying out this work. 

Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: PV2489). 
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(£)-3-(2-Nitrophenyl)-l-{l-phenylsulfonyl-2-[(phenylsulfonyl)methyl]-l//-indol-3-yl}prop-2-en-l- 
one 

S. Karthikeyan, K. Sethusankar, G. G. Rajeswaran and A. K. Mohanakrishnan 
Comment 

Sulfonamides and their substituted derivatives are well known drugs and are commonly used to control diseases caused by 
bacterial infections (Brown, 1971). Herein we report the synthesis and crystal structure of a novel sulfonamides derivative. 

In the title compound (Fig. 1), the indole moiety is essentially planar with a maximum deviation of 0.031 (3)A 
for the atom C6. The configuration of the keto group with respect to the olefinic double bond is typically S-cis, with 
05 — C22 — C23 — C24 torsion angle -18.1 (4)°. The propenone group exhibits an E configuration with respect to the 
C23=C24 double bond. 

The indole moiety, is perpendicular to both the nitro phenyl ring and the phenylsulfonyl ring, bonded to the N atom of the 
indole ring system with interplanar angles 81.04 (11) and 89.21 (14)°, respectively. The methyl substituted phenylsulfonyl 
ring is inclined with respect to the indole moiety and the phenylsulfonyl ring, bonded to N atom of the indole ring system 
at angles of 9.01 (16)° and 80.95 (19)°. The two sulfonyl bound phenyl rings make a dihedral angle of 73.17 (17)° and 
52.35 (15)° with the nitro phenyl ring. The nitro-group is inclined at an angle of 27.63 (16)° with the benzene ring, to which 
it is attached. 

The molecular dimensions in the title compound are in excellent agreement with the corresponding molecular dimensions 
reported in closely related compounds (Varghese et al, 1986; Seetharaman & Rajan, 1995). 

The crystal packing is stabilized by intermolecular C — H-0 interactions and molecules are stacked along the a axis; the 
molecules are linked into centrosymmetric dimers via pairs of C — H - 0 hydrogen bonds with an R 2(24) graph-set motif 
(Bernstein, et al., 1995) (Fig. 2). Intramolecular C — H - 0 hydrogen bonds generate S(6) ring motifs. 

Experimental 

To a solution of (£)-l-(2-(bromomethyl)-l-phenylsulfonyl-indol-3-yl)-3-(2- nitrophenyl)prop-2-en-l-one (0.5 g, 0.95 
mmol) in dimethylformamide (5 ml), sodium phenylsulfinate (0.18 g, 1.1 mmol) was added and stirred for 5 h at room 
temperature. After completion of the reaction (monitored by TLC), the mixture was poured over crushed ice (100 g). The 
solid (0.5 g, 90%) formed was filtered and recrystallized from MeOH to afford the title compund as colorless crystals. 

Refinement 

The hydrogen atoms were placed in calculated positions with C — H = 0.93 and 0.97A for aryl and methylene H-atoms, 
respectively, and refined in the riding model with (7i S0 (H) = 1.2(7 e q(C). 
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Figures 



Fig. 1. The molecular structure of the title compound with the atom numbering scheme, dis- 
placement ellipsoids are drawn at 30% probability level. The intramolecular 5(6) ring motiffs 
have been drawn by dashed lines. 



Fig. 2. The packing arrangement of the title compound viewed down c axis, showing the 

2 

formation of centrosymmetric R 2(24) dimer. The dashed lines indicate C — FFO inter- 
molecular interactions. 



(£)-3-(2-Nitrophenyl)-1 -{1 -phenylsulfonyl-2-[(phenylsulfonyl)methyl]- 1 H-indol-3-yl}prop-2-en-1 -one 



Crystal data 




C30H22N2O7S2 


7(000) = 1216 


M,-= 586.62 


D x = 1.431 MgnT 3 


Monoclinic, P2\ln 


Mo Ka radiation, X = 0.71073 A 


Hall symbol: -p 2yn 


Cell parameters from 6823 reflections 


a = 7.9905 (2) A 


6= 1.6-28.5° 


6 = 22.2076 (6) A 


|i = 0.25 mm 1 


c= 15.7378 (4) A 


7=293 K 


(3= 102.913 (2)° 


Block, colourless 


V= 2722.04 (12) A 3 


0.30 x 0.25 x 0.20 mm 


Z=4 







Data collection 



Bruker Kappa APEXII CCD 
diffractometer 

Radiation source: fine- focus sealed tube 

graphite 

co and tp scans 

32862 measured reflections 

6823 independent reflections 



4782 reflections with / > 2a(I) 
R int = 0.030 

Qmax = 28.5°, 9 m ; n = 1 .6° 

^ = 10— *10 
k = -29->29 
/ = -20-*20 



Refinement 



Refinement on F 
Least-squares matrix: full 



R[F 2 > 2o{F 2 )} = 0.058 



^(^ = 0.186 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 
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S= 1.03 

6823 reflections 
370 parameters 
0 restraints 



w = l/[a 2 CF 0 2 ) + (0.0995P) 2 + 1.3462P] 
where P = (F 0 2 + 2F c 2 )/3 
(A/o) max < 0.001 

Ap m ax= 1-01 e A" 3 
Apmin = -0.36 e A -3 



Special details 

Geometry. All s.u.'s (except the s.u.'s in the dihedral angle between two Is. planes) are estimated using the full covariance matrix. The 
cell s.u.'s are taken into account individually in the estimation of s.u.'s in distances, angles and torsion angles; correlations between 
s.u.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell s.u.'s is 
used for estimating s.u.'s involving l.s. planes. 

2 2 

Refinement. Refinement of F against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F , convention- 
al R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculat- 
ing R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F are statistically about twice 
as large as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A ) 





X 


y 


z 


7 7- * / TV 

^iso ' ^eq 


CI 


0.5998 (3) 


r\ t a r c 1 / 1 1 \ 

0.34651 (11) 


-0.01613 (16) 


0.0425 (5) 


C2 


0.5611 (4) 


0.39178 (13) 


-0.0784 (2) 


0.0578 (7) 


H2 


0.5405 


0.4312 


-0.0634 


0.069* 


C3 


0.5547 (4) 


0.37511 (15) 


-0.1644 (2) 


0.0664 (8) 


H3 


0.5277 


0.4041 


-0.2080 


0.080* 


C4 


0.5871 (4) 


0.31678 (16) 


-0.18715 (19) 


0.0632 (8) 


H4 


0.5831 


0.3076 


-0.2452 


0.076* 


C5 


0.6251 (4) 


0.27239 (13) 


-0.12536 (17) 


0.0542 (6) 


H5 


0.6473 


0.2333 


-0.1410 


0.065* 


C6 


0.6299 (3) 


0.28697 (11) 


-0.03834 (15) 


0.0424 (5) 


C7 


0.6711 (3) 


0.25300 (10) 


0.04173 (15) 


0.0406 (5) 


C8 


0.6668 (3) 


0.29053 (10) 


0.10888 (15) 


0.0404 (5) 


C9 


0.6959 (3) 


0.27418 (12) 


0.20279 (16) 


0.0470 (6) 


H9A 


0.7441 


0.3086 


0.2378 


0.056* 


H9B 


0.7789 


0.2417 


0.2150 


0.056* 


C10 


0.5613 (4) 


0.25333 (14) 


0.34824 (17) 


0.0547 (7) 


Cll 


0.6166 (5) 


0.2026 (2) 


0.3950 (3) 


0.0902 (12) 


Hll 


0.6241 


0.1659 


0.3678 


0.108* 


C12 


0.6625 (6) 


0.2085 (3) 


0.4877 (3) 


0.127 (2) 


H12 


0.7036 


0.1755 


0.5224 


0.152* 


C13 


0.6456 (6) 


0.2634 (4) 


0.5250 (3) 


0.124 (2) 


H13 


0.6718 


0.2664 


0.5855 


0.149* 


C14 


0.5929 (5) 


0.3125 (3) 


0.4777 (2) 


0.0962 (14) 


H14 


0.5855 


0.3491 


0.5051 


0.115* 


C15 


0.5497 (4) 


0.30874 (17) 


0.38864 (19) 


0.0664 (8) 


H15 


0.5129 


0.3428 


0.3553 


0.080* 


C16 


0.8420 (3) 


0.43956 (11) 


0.13095 (17) 


0.0469 (6) 
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Co — C 1 — tz — C i 


— U.4 (4 ) 


PI O PI/1 PIC P")/. 

CZ3 — CZ4 — CZj — CZO 


1 CC *7 /"1\ 

1 jj. / (3) 


IN 1 — CI — Cz — C3 


1 /9.z (3) 


pm pic pi/: pii 
C3U — CZj — CZo — CZ / 


1 1 ( A\ 

-2.2 (4) 


r^i r^T r^i r^/i 
CI — Cz — Cj — C4 


-0.8 (4) 


pi/1 PIC /•")/: P1"7 

CZ4 — CZj — CZO — CZ / 


171 1 (0\ 
1/1.1 (Z) 


r^i r^i r^/i r^c 
Cz — C3 — C4 — C5 


n n /c\ 

0.9 (5) 


p 1 A PIC P1£ XT1 

C3U — CZj — CZO — JN Z 


1 7C H /1\ 
1 /J. / (Z) 


/^i /^^i /^c /^/; 
C3 — C4 — C5 — Co 


n i /c\ 

0.3 (5) 


Pi/1 pic pi/: xti 
CZ4 — CZj — CZO — JN Z 


11 n //i \ 
— ll.U (4) 


f^A r^c r^/: r^i 
C4 — CD — Co — C 1 


1 A fA\ 

-1.4 (4) 


pic pi/: pii pio 
CZj — CZo — CZ / — CZo 


1 o //i\ 
2.3 (4) 


f^A f^z r^c f^n 
C4 — C 3 — Co — C / 


1 T7 1 

-177.1 (3) 


XTI P1£ P1*7 PIO 

JNZ — CZO — CZ / — CZo 


1 *7C *7 /I \ 
-1 ID. I (3) 


f^"t r^i r^c f^z 
Cz — CI — Co — C5 


1 C SA\ 

1.5 (4) 


PI/: P1*7 PIO PIO 

czo — cz / — czo — czy 


n i //i\ 

-0.2 (4) 


IN 1 — CI — Co — C5 


1 *70 1 /1\ 

-1 /o.Z (Z) 


pi*7 pio pio pm 
CZ / — CZo — CZy — C3U 


1 O //1\ 

-1.8 (4) 


r^o r^i r^"7 
Cz — CI — Co — C / 


1 1 /1\ 

1 /o.Z (Z ) 


pig pio pin p") c 

CZo — CZy — C3U — CZj 


1 Q SA\ 

1.9 (4) 


JN1 — CI — Co — C/ 


1 C /1\ 

-1.5 (3) 


pi£ pic pm pio 
CZO — CZj — C3U — CZy 


n 1 //i\ 

0.1 (4) 


r^c f^c f^n r^o 
CD — Co — C / — Co 


1 *7C O /I \ 
1 /j.O (3) 


pi/i pic pm nn 
CZ4 — CZj — C3U — CZy 


1 71 /I /"]\ 

— 1 /3.4 (3) 


r^i /""/: /~""7 /~"o 
CI — Co — C / — Co 


n i /i \ 
-U.3 (3) 


P*7 PO XT 1 p 1 

C / — Co — JN 1 — C 1 


i n /i\ 

-2.9 (3) 


CD — Co — C / — Czz 


/I 1 /C\ 

-4.2 (5) 


PO PO XT1 P 1 

cy — Co — JN 1 — C 1 


—i /y.u (z j 


CI — Co — C/ — CzZ 


1 "70 *7 /1\ 

i /y. / (zj 


P*7 PO XT1 CI 

C / — Co — JN 1 — oZ 


— lo5. /0 (IV) 


f~*/L r^n r'o tvti 

Co — C7 — C8 — JN 1 


1 A /"5\ 

2.0 (3) 


PO PO XT 1 CI 

C9 — C8 — N 1 — S2 


18.2 (3) 


C22— C7— C8— Nl 


-178.1 (2) 


C2— CI— Nl— C8 


-177.0 (3) 


C6— C7— C8— C9 


178.0 (2) 


C6— CI— Nl— C8 


2.7 (3) 


C22— C7— C8— C9 


-2.1 (4) 


C2— CI— Nl— S2 


-13.2(4) 


C7— C8— C9— SI 


-88.4 (3) 


C6— CI— Nl— S2 


166.49 (17) 


Nl— C8— C9— SI 


87.1 (3) 


C27— C26— N2— 06 


150.7 (3) 
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nc pin p 1 1 rn 
CI j — C1U — CI 1 — Clz 


Pi Pi ( £\ 

U.U (o) 


PTC /— i^/T \ri p./; 

C25 — C26 — JN 2 — U6 




T7 A fA\ 

— z I A (4) 


ci pin pi i pn 

M — C1U — Cll — Clz 


1 *7Pi C (1 \ 

i /y.j (3) 


PT7 pi/; \n P."7 

C2 / — C26 — JN2 — (J / 




o c n (a \ 

— zD.y (4) 


pin pi i pn pi 1 

C1U — Cll — ClZ — CI J 


1 C P"7\ 

1.5 (7) 


pt/: \n p."7 
C25 — C26 — JN2 — U / 




lDo.1 yp) 


p i i pii p 1 1 p i /] 
CI 1 — Clz — CI 3 — C14 


-2.3 (8) 


f 11 pi/1 CM P.1 

Cll — CIO — M — Ul 




14y.D (3 ) 


pn pn pi /i pi r 
Clz — CI J — C14 — CI j 


1 C /Q\ 

1.5 (8) 


pi r pm C1 P. 1 

CI 5 — C10 — Si — Ul 




~3U.y (3) 


pi 1 pi /I pi f p 1 pi 

CI 3 — C14 — CI J — C1U 


Pi Pi 

U.U ) 


pi 1 P 1 n CI flO 

Cll — CIO — M — U2 




19.3 (3) 


p 1 i p i p, pic p 1 /] 

CI 1 — C1U — CI j — C14 


Pi c 
— U.o p J 


PK PIO CM /"IT 

CI J — CIO — M — U2 




1 /ri 1 p-)\ 

— 161.1 (I) 


CI P 1 Pi PI C p 1 /] 

M — C1U — CI j — C14 


i /y. / (3) 


P11 pin c 1 pn 
Cll — CIO — M — CV 




nc n pi\ 
-y5.0 (i) 


po i pi/r pn pio 
Czl — Clo — CI / — Clo 


1 o /c\ 

-1.2 (5) 


pi c pm c 1 pn 

C15 — CIO — M — cy 




OA £L {1\ 

84.6 (i) 


Ci pi/r pn pio 

bz — C 1 o — C 1 / — C 1 o 


1 "7/1 *7 /I \ 

1 /4. / (3) 


po pn c 1 p.1 

C8 — cy — a i — tj i 




cn t p">\ 
—50. / (2) 


pi / pn pio pin 
ClD — CI / — Clo — ciy 


1 & /c\ 

1.6 (5) 


po pn c 1 p.i 
C8 — Cy — b 1 — U2 




"70 C P1\ 

/8.5 (2) 


pn pio pm pon 
CI / — Clo — Cly — CzU 


-U.3 (o) 


po pn ci pin 

C8 — cy — o 1 — C 1 0 




i*rf 71 / 1 n\ 

—165. /i (iyj 


pi o pm pop, pti 

c i o — c i y — czu — cz i 


-1.4 (6) 


PO \T1 ci P.1 

C8 — JN 1 — i>2 — Vi 




TO 1 PT\ 

—28.1 (2) 


pn p i pti p^n 
CI / — Clo — Czl — CzU 


Pi C /C\ 

-0.5 (5) 


p| XT1 ci P.0 

CI — IN 1 — i>2 — Vi 




1 "7 1 in /1 n\ 
1 / l.iU (ly) 


O p i /: pi i p">A 

bz — C 1 o — Cz 1 — CzU 


— 1 /0.3 (3 J 


po \T1 CO P./1 

C8 — JN 1 — S>2 — U4 




I J / .0 (2j 


Pin p^n pi 1 pi <: 

c i y — czu — cz i — c i o 


1 o /c\ 

1.8 (5) 


pi xti ci r\A 
CI — IN 1 — o2 — U4 




/ii /i p">\ 
42.4 (2) 


po p-7 POO PiC 

Co — C / — CzZ — Uj 


-37.3 (4) 


PO \T1 CI PU 

C8 — JN 1 — i>2 — C 1 6 




QH £. P">\ 

8 /.6 (2) 


p/: p-7 POO PC 

Co — C / — Czz — Uj 


142.0 (3) 


pi XT1 c 1 P1 £ 

CI — JN 1 — i>2 — C16 




"7i n p">\ 
— /3.0 (2) 


C8— C7— C22— C23 


141.9 (3) 


C17— C16— S2— 03 




-121.2(2) 


C6— C7— C22— C23 


-38.1 (4) 


C21— C16— S2— 03 




54.7 (3) 


05— C22— C23— C24 


-18.1 (4) 


C17— C16— S2— 04 




11.4 (3) 


C7— C22— C23— C24 


162.6 (2) 


C21— C16— S2— 04 




-172.6(2) 


C22— C23— C24— C25 


173.4 (2) 


C17— C16— S2— Nl 




124.6 (2) 


LZj V^Z^ v/Zj Lju 


-31.4(4) 


C21— C16— S2— Nl 






Hydrogen-bond geometry (A, ) 










D—H-A 


D — H H—A 


D-A 


D — H 


C27— H27-02' 


0.93 


2.56 


3.221 (3) 


128. 


C13— H13 -Ol" 


0.93 


2.58 


3.275 (5) 


132. 


CI 9— H19-04"' 


0.93 


2.58 


3.222 (4) 


126. 


C2— H2-04i 


0.93 


2.37 


2.946 (4) 


120. 


C9— H9A-03i 


0.97 


2.21 


2.846 (3) 


122. 


C9— H9B-05i 


0.97 


2.37 


3.029 (3) 


125. 


Symmetry codes: (i) -x+1, -y, -z; (ii) x+1/2, -y+l/2, z+1/2; (iii) x+\, y, z; i. 
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